Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.003 Å; R factor = 0.050; wR factor = 0.139; data-to-parameter ratio = 16.3.
The title compound, C 18 H 22 N 4 O 2 S, contains a substituted pyrimidine ring fused to both a benzene ring and a substituted thioxopyrimidine ring. The pyrimidine and thioxopyrimidine rings adopt distorted chair conformations. In the crystal, adjacent molecules are linked by pairs of N-HÁ Á ÁS and N-HÁ Á ÁO hydrogen bonds to generate centrosymmetric R 2 2 (8) and R 2 2 (16) loops, respectively. This combination leads to [100] chains of molecules.
Related literature
For further synthetic details, see: Li et al. (2007 Li et al. ( , 2008 ; Huang et al. (2009); Zeng et al. (2010) . For a related structure, see: Li et al. (2010) . For ring conformations, see: Cremer & Pople (1975) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). In recent years, we have been engaged in the preparation of heterocyclic derivatives using the aza-Wittig reaction (Li et al. 2007 (Li et al. , 2008 Huang et al. 2009; Li et al. 2010; Zeng et al., 2010) . We present here the crystal structure of the title compound ( Fig. 1) . The molecule contains a substituted pyrimidine ring fused to a benzene ring and a substituted thioxo- 
To a solution of iminophosphorane prepared according to Li et al. (2010) (0.55 g, 1 mmol) in CH 3 CN (10 mL) was added phenylisocyanate (0.12 g, 1 mmol) under nitrogen at room temperature. After stirred for 2 h at room temperature, K 2 CO 3 (0.014 g,0.1 mmol) was added and the mixture was stirred for 1 h. The solvent was removed off under reduced pressure and the residue was recrystallized from methylene dichloride and ethanol to give the title compound (I) in yield of 85% (m.p. 490 K). Colourless blocks were obtained from a dichloromethane solution at room temperature.
Refinement
The H atoms attached to atoms N2 and N4 was located in a difference Fourier map and allowed to ride on their parent atom with a restraint of N-H = 0.86 Å. Other H atoms were placed at calculated positions and treated as riding atoms, with C-H = 0.96-0.97 Å, and U iso (H) = 1.2 U eq (C) or 1.5 U eq (C) for methyl H atoms. View of the molecule showing displacement ellipsoids drawn at the 50% probability level.
Computing details

Ethyl 2-methyl-6-(propan-2-ylamino)-4-sulfanylidene-3H,11H-pyrimido[1,6-c]quinazoline-1-carboxylate
Crystal data Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å
